LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU110619\
Data File : VU035651.D

Acq On : 06 Nov 2019 16:40

Operator : JC/SP

Sample : K5716-01

Misc : 5.0mL/MSVOA_U/WATER

ALS Vial : 17 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 0 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method = Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM103119WMA _M
Title : VOC Analysis
Signal > TIC
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY height area % max. total
1 1.372 6 10 12 rBvY 9194 7920 0.39% 0.049%
2 1.617 79 86 100 rVB 242898 262844 12.83% 1.625%
3 1.704 107 113 124 rVB 66194 77702 3.79% 0.480%
4 1.935 176 185 201 rVB 218582 285039 13.92% 1.763%
5 2.597 379 391 406 rBvY 382313 633899 30.95% 3.920%
6 2.668 407 413 429 rvVB2 19253 32612 1.59% 0.202%
7 2.810 445 457 471 rBV 36614 76213 3.72% 0.471%
8 3.128 552 556 558 rBV3 562 388 0.02% 0.002%
9 3.234 574 589 607 rBV 97118 225459 11.01% 1.394%
10 3.366 626 630 633 rBv4 357 320 0.02% 0.002%
11 3.395 637 639 640 rBV 630 277 0.01% 0.002%
12 3.453 655 657 663 rvB3 618 436 0.02% 0.003%
13 3.552 684 688 694 rBv4 574 592 0.03% 0.004%
14 3.748 737 749 761 rvVB6 4374 9560 0.47% 0.059%
15 3.887 787 792 795 rBV3 667 709 0.03% 0.004%
16 4.279 912 914 918 rVV 392 305 0.01% 0.002%
17 4.314 922 925 928 rBV2 374 295 0.01% 0.002%
18 4.388 944 948 951 rBV2 512 454 0.02% 0.003%
19 4.440 959 964 966 rBvY 378 371 0.02% 0.002%
20 4.514 972 987 997 rBV5 7505 17400 0.85% 0.108%

21 4.694 1027 1043 1097 rBV2 210990 599982 29.29% 3.710%
22 5.115 1158 1174 1194 rBV 368542 813362 39.71% 5.029%

23 5.456 1278 1280 1285 rVB3 466 368 0.02% 0.002%
24 5.498 1290 1293 1299 rVB4 854 712 0.03% 0.004%
25 5.523 1299 1301 1305 rBV2 524 346 0.02% 0.002%
26 5.591 1319 1322 1324 rBV 529 380 0.02% 0.002%
27 5.671 1343 1347 1351 rVB2 388 346 0.02% 0.002%

28 5.774 1356 1379 1412 rBV2 768394 2048361 100.00% 12.666%
29 6.295 1527 1541 1561 rBV 710483 1372965 67.03% 8.490%

30 6.530 1611 1614 1615 rBV2 713 396 0.02% 0.002%
31 6.584 1619 1631 1647 rVVv3 47496 93783 4.58% 0.580%
32 6.735 1663 1678 1697 rBV 469384 926217 45.22% 5.727%
33 7.031 1768 1770 1772 rBV3 710 271 0.01% 0.002%
34 7.102 1789 1792 1794 rVV3 458 282 0.01% 0.002%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU110619\
Data File : VU035651.D

Acq On : 06 Nov 2019 16:40

Operator : JC/SP

Sample : K5716-01

Misc : 5.0mL/MSVOA_U/WATER

ALS Vial : 17 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 0 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method = Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM103119WMA _M
Title : VOC Analysis

35 7.147 1800 1806 1813 rVB5 1128 1758 0.09% 0.011%
36 7.224 1826 1830 1838 rVB4 2211 2411 0.12% 0.015%
37 7.282 1845 1848 1850 rVvB2 518 290 0.01% 0.002%
38 7.298 1850 1853 1855 rBV2 457 326 0.02% 0.002%
39 7.449 1896 1900 1904 rBV3 356 309 0.02% 0.002%
40 7.481 1906 1910 1912 rBV 561 396 0.02% 0.002%
41 7.536 1925 1927 1931 rVB3 904 652 0.03% 0.004%

42 7.607 1935 1949 1971 rBV 237371 445539 21.75% 2.755%
43 7.935 2037 2051 2066 rBvV 893801 1596424 77.94% 9.871%
44 8.160 2117 2121 2127 rVB6 2925 3558 0.17% 0.022%
45 8.215 2127 2138 2162 rBV 157608 303392 14.81% 1.876%

46 8.587 2242 2254 2269 rBV3 56743 96633 4.72% 0.598%
47 8.684 2270 2284 2323 rBV2 261899 926964 45.25% 5.732%
48 8.948 2362 2366 2368 rBV3 763 595 0.03% 0.004%
49 8.993 2375 2380 2381 rBV3 457 354 0.02% 0.002%
50 9.134 2419 2424 2425 rBV 833 558 0.03% 0.003%
51 9.182 2435 2439 2440 rBV2 495 308 0.02% 0.002%
52 9.198 2440 2444 2450 rVB5 896 1007 0.05% 0.006%
53 9.237 2450 2456 2457 rBv4 1733 1589 0.08% 0.010%
54 9.362 2491 2495 2497 rBV3 567 459 0.02% 0.003%
55 9.449 2505 2522 2559 rBvV 884348 1673096 81.68% 10.345%
56 9.600 2559 2569 2583 rBvV 27152 45920 2.24% 0.284%
57 9.722 2595 2607 2637 rVB 146324 280788 13.71% 1.736%
58 9.996 2690 2692 2696 rBV2 396 280 0.01% 0.002%
59 10.073 2714 2716 2719 rBV3 399 282 0.01% 0.002%
60 10.131 2723 2734 2745 rBV 55913 95212 4._.65% 0.589%
61 10.279 2775 2780 2784 rVVv4 1050 1391 0.07% 0.009%
62 10.324 2784 2794 2805 rVV3 15509 28209 1.38% 0.174%
63 10.385 2805 2813 2827 rVV6 5214 11822 0.58% 0.073%
64 10.436 2827 2829 2838 rVB2 832 704 0.03% 0.004%
65 10.481 2838 2843 2844 rBV 492 388 0.02% 0.002%
66 10.510 2844 2852 2863 rVB2 3498 4982 0.24% 0.031%
67 10.616 2877 2885 2895 rBV5 3488 7956 0.39% 0.049%
68 10.684 2903 2906 2909 rVB2 502 305 0.01% 0.002%
69 10.787 2924 2938 2961 rBV 618205 1070667 52.27% 6.620%
70 10.928 2965 2982 2992 rVB10 5204 12203 0.60% 0.075%
71 11.021 3003 3011 3019 rBv4 6090 11096 0.54% 0.069%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU110619\
Data File : VU035651.D

Acq On : 06 Nov 2019 16:40

Operator : JC/SP

Sample : K5716-01

Misc : 5.0mL/MSVOA_U/WATER

ALS Vial : 17 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 0 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method > Z:\VOASRV\HPCHEM1\MSVOA U\METHOD\SOMULM103119WMA_.M
Title : VOC Analysis
72 11.111 3035 3039 3040 rBV3 1190 856 0.04% 0.005%
73 11.166 3053 3056 3058 rBV2 459 325 0.02% 0.002%
74 11.314 3097 3102 3109 rBV5 1587 2108 0.10% 0.013%
75 11.439 3137 3141 3143 rBV3 583 402 0.02% 0.002%
76 11.494 3153 3158 3176 rVB6 2158 3948 0.19% 0.024%
77 11.636 3199 3202 3206 rVB3 450 372 0.02% 0.002%
78 11.668 3206 3212 3214 rBV 745 625 0.03% 0.004%
79 11.722 3223 3229 3236 rVB5 3298 4356 0.21% 0.027%
80 11.774 3243 3245 3249 rVB2 520 353 0.02% 0.002%
81 11.841 3252 3266 3282 rBV 546397 973472 47 .52% 6.019%
82 11.906 3283 3286 3288 rVB 718 411 0.02% 0.003%
83 12.009 3314 3318 3325 rVvB4 330 367 0.02% 0.002%
84 12.041 3325 3328 3332 rBV2 512 449 0.02% 0.003%
85 12.089 3332 3343 3356 rBV2 30989 52494 2.56% 0.325%
86 12.224 3371 3385 3405 rVB 580195 986969 48.18% 6.103%
87 12.301 3407 3409 3413 rVB2 570 320 0.02% 0.002%
88 12.320 3413 3415 3419 rBV2 591 413 0.02% 0.003%
89 12.375 3429 3432 3434 rBV2 454 281 0.01% 0.002%
90 12.732 3540 3543 3548 rBV3 1143 797 0.04% 0.005%
91 12.841 3568 3577 3589 rVB2 10057 16700 0.82% 0.103%
92 12.915 3593 3600 3608 rVB6 1670 2310 0.11% 0.014%
93 12.967 3613 3616 3620 rVB2 528 394 0.02% 0.002%
94 13.037 3635 3638 3642 rBV2 733 586 0.03% 0.004%
95 13.163 3672 3677 3683 rVB4 904 1160 0.06% 0.007%
96 13.198 3683 3688 3692 rBV 602 757 0.04% 0.005%
97 13.478 3772 3775 3778 rBV 485 339 0.02% 0.002%
98 13.652 3827 3829 3832 rBV3 467 359 0.02% 0.002%
99 13.870 3894 3897 3900 rBV3 636 492 0.02% 0.003%
100 14.185 3992 3995 3998 rBV3 639 431 0.02% 0.003%
Sum of corrected areas: 16172235
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU110619\
Data File : VU035651.D

Acq On : 06 Nov 2019 16:40

Operator : JC/SP

Sample : K5716-01

Misc = 5.0mL/MSVOA_U/WATER

ALS Vial : 17 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_ U\METHOD\SOMULM103119WMA .M
Quant Title : VOC Analysis

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: VU035651.D
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU110619\
Data File : VU035651.D

Acq On : 06 Nov 2019 16:40

Operator : JC/SP

Sample : K5716-01

Misc = 5.0mL/MSVOA_U/WATER

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM103119WMA .M
VOC Analysis

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 2 Isopropyl Alcohol Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.

2.81 2.78 ug/L 76213 1,4-Difluorobenzene 6.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Isopropyl Alcohol 60 C3H80 000067-63-0 64
2 Propane, 2-ethoxy- 88 C5H120 000625-54-7 43
3 Propane, 2-ethoxy- 88 C5H120 000625-54-7 43
4 Isopropyl Alcohol 60 C3H80 000067-63-0 40
5 Isopropyl Alcohol 60 C3H80 000067-63-0 9

Abundance Scan 457 (2.810 min): VU035651.D (-445) (-) m/z 45.00 100.00%
45
5000
39| 59 ¢ 6 240 2.60 2.80 3.00 3.20
b T1 ) .- B A — m/z 43.00 21.63%
m/z--> 0 10 20 30 40 50 60 70 8 90
Abundance
45
5000 DRSS RARSE SARAE LA B
240 2.60 2.80 3.00 3.20
27 m/z 41.10 9.63%
19 39 59
L UL SURLEEL FU LI S UL S UL JURL IURL IR
m/z--> 0 10 20 30 40 50 60 70 80
Abundance #2104: Propane, 2-ethoxy-
45
240 2.60 2.80 3.00 3.20
5000 m/z 38.95 6.44%
73
27
15
T "|?"' |'J"|' 'jjﬂ§?'?$h" '|??'??' T "'I"'§8I""I
m/z--> 0 10 20 30 40 50 60 70 80
Abundance #2113: Propane, 2-ethoxy-
45 240 2.60 2.80 3.00 3.20
m/z 42.00 5.56%
5000
73
27
'"I""I'"'I""Ig?'??""I"'é?""l"'??"'gﬁ""l
m/z--> 0 10 20 30 40 50 60 70 8 90 240 2.60 2.80 3.00 3.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU110619\
Data File : VU035651.D

Acq On : 06 Nov 2019 16:40

Operator : JC/SP

Sample : K5716-01

Misc = 5.0mL/MSVOA_U/WATER

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM103119WMA .M
VOC Analysis

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 5 1-Hexanol, 2-ethyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.09 2.70 ug/L 52494 1,4-Dichlorobenzene-d4 11.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 86
2 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 78
3 1-Pentanol, 2-ethyl-4-methyl- 130 C8H180 000106-67-2 64
4 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 59
5 1-Pentanol, 2-ethyl-4-methyl- 130 C8H180 000106-67-2 53
Abundance Scan 3343 (12.089 min): VU035651.D (-3332) (-) m/z 57.10 100.00%
g7 7
5000 a1
70 oo
98 112 11.80 12.00 12.20 12.40
207 m/z 55.10 42.04%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
57
5000 41
0 11.80 12.00 12.20 12.40
29 83 m/z 41.10 41.49%
15 98 112
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13670: 1-Hexanol, 2-ethyl-
57
11.80 12.00 12.20 12.40
5000 m/z 43.10 29.03%
43
29 70 83
..:.|'8|.‘.“..‘,‘...H‘,..“‘..|‘l...9‘?.:.'-:!-2.|....,....,....,....,....
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13759: 1-Pentanol, 2-ethyl-4-methyl-
57 11.80 12.00 12.20 12.40
m/z 56.00 28.12%
5000 43
29 ‘ 69 83
18 M‘\ Ll L ‘\ 9H8 1:!'2
m/z--> 20 40 60 80 100 120 140 160 180 200 11.80 12.00 12.20 12.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU110619\
Data File : VU035651.D

Acq On : 06 Nov 2019 16:40

Operator : JC/SP

Sample : K5716-01

Misc : 5.0mL/MSVOA_U/WATER

ALS Vial : 17 Sample Multiplier: 1

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM103119WMA .M
VOC Analysis

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
Isopropyl Alcohol 2.81 2.8 ug/L 76213 1 6.29 1372970 50.0
1-Hexanol, 2-ethyl- 12.09 2.7 ug/L 52494 3 11.84 973472 50.0
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